The title compound [systematic name: [(1,14,16)-20-ethyl-8,9,10-trihydroxy-1,14,16-trimethoxyaconitan-4-yl 2-aminobenzoate], C 30 H 42 N 2 O 8 , a natural C 19 -diterpenoid alkaloid, possesses an aconitane carbon skeleton with four sixmembered rings and two five-membered rings. The fused ring system contains two chair, one boat, one twist-boat and two envelope conformations. Intramolecular N-HÁ Á ÁO hydrogen bonds are observed between the amino and carbonyl groups. The molecules are linked together via O-HÁ Á ÁO hydrogen bonds, forming a three-dimensional framework.
Related literature
For the synthesis of the title compound, see: Wei et al. (1996) . The absolute configuration of the title compound has been assigned to be the same as that reported for typical natural C 19 -diterpenoid alkaloids, see : Wang et al. (2007) ; He et al. (2008) . The six-ring rigid-frame structure of the title compound is identical to that of lappaconitine and mesaconitine (Wang et al., 2007; He et al., 2008) . Table 1 Hydrogen-bond geometry (Å , ) . Data collection: SMART (Bruker, 2002 ); cell refinement: SAINT (Bruker, 2002) ; data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008 ); program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL.
Experimental

Crystal data
The molecular structure is shown in Fig. 1 . The molecule has a rigid structure consisting of six main rings (A-F), which is identical with that of lappaconitine and mesaconitine (Wang et al., 2007; He et al., 2008) . The six-membered rings A (C1/C2/C3/C4/C5/C11) and N-containing heterocyclic ring E (C4/C5/C11/C17/N2/C18) adopt chair conformations; The six-membered ring D (C8/C9/C14/C13/C16/C15) displays a boat conformation, but B (C7/C8/C9/C10/C11/C17) adopts a twist-boat conformation; the five-membered rings C (C9/C10/C12/C13/C14) and F (C5/C6/C7/C17/C11) adopt C14-and C 17-envelope conformations, respectively. Two cis-fused ring junctions involve rings A/E and also B/C. Two trans-fused ring junctions are observed between rings A/B and between E/F. Ring E is slightly flattened at C5 due to the presence of an ethyl-substituted N atom in the ring. The benzoate moiety attached to C4 is almost planar. The OCH 3 group attached to C16 is disordered into two positions with site occupancies Factor of 0.5.
The crystal structure has an intra-molecular N-H···O hydrogen bond between the amino group and carbonyl O atom (Table 1) . Inter-molecular N-H···O hydrogen bonds are observed in the crystal. The molecules are linked together via O -H```O hydrogen bonds in the c direction (Table 1 , Fig. 2 ).
S2. Experimental
The title compound was isolated from the roots of Aconitum sinomontanum, using a method described previously (Wei et al., 1996) . Colourless crystals were grown from methanol at room temperature by slow evaporation.
S3. Refinement
The hydrogen atoms were placed in calculated positions and refined as riding with U iso (H) = 1.2 Ueq (C) or 1.5Ueq(C, O). The positions of methyl and hydroxy hydrogens were rotationally optimized. The absolute configuration of the title compound, sepaconitine, has been assigned to be the same as that reported for typical natural C 19 -diterpenoid alkaloids (Wang et al., 2007; He et al., 2008) . ORTEPII drawing of sepaconitine (I) with the atomic numbering scheme. Displacement ellipsoids are plotted at the 50% probability level.
Figure 2
The packing of molecules in the crystal structure of sepaconitine (I), viewed along the c direction (Hydrogen bonds are shown as dashed lines). Symmetry codes: (i) x+1/2, −y+1/2, −z+2; (ii) −x+3/2, −y, z+1/2.
